Next to the monoclinic polymorph [Cheng et al. (2005) . Acta Cryst. E61, m892-m894], the triclinic title compound, [Fe 4 (C 2 H 5 S) 2 (S 2 )(CO) 12 ], is the second known form of this composition. The structure is composed of an [Fe 2 (C 2 H 5 S)(S)(CO) 6 ] subcluster, which is linked to its counterpart by an inversion centre located at the mid-point of the central disulfide bond. The Fe 2 S 2 core of each subcluster exhibits a butterfly-like shape, with two S atoms bridging two Fe atoms. In the subcluster, each Fe atom is coordinated in a distorted octahedral coordination by three terminal carbonyl C atoms, two S atoms and one Fe atom. The crystal packing is accomplished through van der Waals interactions.
Related literature
For more details about hydrogenases, including Fe-Fe hydrogenases, see: Darensbourg et al. (2000) . Two procedures are mainly used for the synthesis of model compounds containing the Fe 2 S 2 subcluster of Fe-Fe hydrogenases, see: Lawrence et al. (2001) ; Li & Rauchfuss (2002) . The monoclinic polymorph (space group P2 1 /c) of the title compound has been reported by Cheng et al. (2005) .
Experimental
Crystal data [Fe 4 (Farrugia, 1999) ; software used to prepare material for publication: publCIF (Westrip, 2010) .
We thank the National Natural Science Foundation of China (21071145) Two kinds of procedures are frequently used to synthesize model substances of the Fe 2 S 2 cluster, e.g.
The first procedure is a condensation of (ClCH 2 ) 2 NR and Li 2 [Fe 2 S 2 (CO) 6 ], and the second is a condensation of Fe 2 (SH) 2 (CO) 6 with formaldehyde in the presence of primary amines (Lawrence et al., 2001; Li & Rauchfuss, 2002) . In both cases, LiEt 3 BH are used to cleave the S-S bond of the starting material Fe 2 S 2 (CO) 6 . When trying to get some new complexes using the first procedure, we found some by-products which reflect the diversity of the reactivity of (FeS) n clusters. Here we report a triclinic polymorph, (I), of [Fe 4 (C 2 H 5 S) 2 (S 2 )(CO) 12 ]. Another monoclinic polymorph (space group P2 1 /c) has been reported previously (Cheng et al., 2005) .
As can be seen in Fig. 1 , the crystallographically imposed center of inversion is located at the mid-point of the S1-S1A bond, and thus the asymmetric unit contains one half of the [Fe 4 (C 2 H 5 S) 2 (S 2 )(CO) 12 ] formula unit. The two Fe atoms of the asymmetric unit (Fe1, Fe2) are linked through an Fe-Fe single bond and are bridged by two S atoms (S1, S2). Thus a butterfly-like arrangement is formed, with a dihedral angle between the two Fe 2 S planes being 100.53 (6)°. The average Fe-S bond length is 2.256 (16) The packing diagram is shown in Fig. 2 . There is only one molecule in each unit cell, and neighbouring molecules pack along the a axis; the crystal is stabilized by van der Waals interactions.
In comparison with the monoclinic polymorph (Cheng et al., 2005) (1 mmol, 1.98 ml) in THF which had been stirred for 10 h and cooled to 273 K. The last mixture was stirred for 24 h and the majority of the solvent was evaporated under vacuum. The remaining residual was filtered through silica gel. A red fraction was collected by elution with hexane. Recrystallization of the crude product from fresh distilled pentane in a fridge at 253 K for several days gave the title complex as a by-product in low and varing yields (<5%).
Refinement
Hydrogen atoms were placed at idealized positions and allowed to ride on their parent atoms, with CH 2 and CH 3 bonds set equal to 0.97 and 0.96 Å, respectively and U iso (H)=1.2U eq (C) for hydrogen atoms of C7, and U iso (H)=1.5U eq (C) for hydrogen atoms of C8. The highest residual peak was located at 0.88 Å from S1.
Figures Fig. 1 . The molecular structure of (I), with atom labels and 20% probability displacement ellipsoids for all non-H atoms. [Symmetry operator A: -x, -y + 2, -z + 2.] 
Special details
Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance mat- 
